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The asymmetric unit of the title compound, C 12 H 9 NO 2 S 4 , contains one half-molecule with the N, two S amd four C atoms lying on a mirror plane. The molecule exhibits a Vshaped conformation, with a dihedral angle of 87.00 (7) between the benzene and dithiolopyrrole rings. The methyl group was treated as rotationally disordered between two orientations in a 1:1 ratio. In the crystal, weak C-HÁ Á ÁO hydrogen bonds link the molecules into chains in [010] .
Related literature
For background to the applications and synthesis of pyrroloannulated tetrathiafulvalenes, see: Becher et al. (2004) ; Hou et al. (2010) . For a related structure, see: Hou et al. (2009) . For details of the synthesis, see: Jeppesen et al.(2000) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1 2 ; Ày þ 1 2 ; Àz þ 2.
Data collection: RAPID-AUTO (Rigaku, 1998) ; cell refinement: RAPID-AUTO; data reduction: CrystalStructure (Rigaku/MSC and Rigaku, 2002) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97.
Figure 1
The molecular structure of (I) with the atom numbering. Displacement ellipsoids are drawn at the 30% probalility level Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
5-(4-Methylphenylsulfonyl)-1,3-dithiolo[4,5-c]pyrrole-2-thione
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